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Figure S1. a. Graphical representation of the distribution of binding energies for molecular water molecules on each undercoordinated Ti site of the NS model in vacuum, as obtained with the DFTB method. The numbering refers to inequivalent Ti undercoordinated sites on the NS surface. b. Total energy difference between the molecular and dissociative adsorption modes for each Ti site on the surface of the NS model in vacuum. A positive sign (red color) indicates that the dissociative mode is favored, a negative sign (blue color) that the molecular mode is preferred. 
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